Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.007 Å; R factor = 0.051; wR factor = 0.108; data-to-parameter ratio = 8.7.
The title ergosterol compound, C 28 H 44 O 4 ÁH 2 O, is composed of four fused rings (three six-membered and one five-membered) and a side chain. It is a derivative of ergosterol and was isolated from a marine-derived halotolerant fungus, Cladosporium cladosporioides PXP-49. In the crystal, molecules are assembled by classical O-HÁ Á ÁO hydrogen bonds, forming a two-dimensional network, with base vectors [100] and [010] . The absolute configuration was assigned from the measured optical rotation and reference to the literature. An intramolecular O-HÁ Á ÁO hydrogen bond occurs.
Related literature
For general background to the cytotoxic activity of similar compounds, see: Valisolalao et al. (1983) ; Kawagishi et al. (1988) ; Takaishi et al. (1991) ; Ishizuka et al. (1997) ; Yaoita et al. (1998) Table 1 Hydrogen-bond geometry (Å , ). et al., 1983) . This compound, and other related compounds from different genera of mushrooms, for eg. Bugula neritina L., and endophytic fungi derived from marine red alga, are of interest due to their cytotoxic activity (Kawagishi et al., 1988; Ishizuka et al., 1997; Takaishi et al., 1991; Yaoita et al., 1998; Sun et al., 2006; Tang et al., 2007; Cui et al., 2010) . We isolated the title compound as part of our ongoing studies on characterizing bioactive metabolites from marine-derived halotolerant fungi, and we report herein on its crystal structure.
As illustrated in Fig. 1 the title compound is composed of four fused rings, three six-membered and one five-membered, and a side chain in which the terminal methyl groups undergo a certain amount of thermal motion. One of the six-membered rings (C1-C5,C10) adopts a chair conformation, with puckering parameters (Cremer & Pople, 1975) Table 1 ).
Experimental
The isolated halotolerant fugal strain Cladosporium cladosporioides PXP-49, was isolated from roots of Rhizophora stylosa collected in the mangrove conservation area of Wenchang, Hainan, China. The working strain was cultured under static conditions at 298 K for 45 days in two hundred 1 L conical flasks containing the liquid medium (300 ml/flask) composed of
, NaCl (100 g/L) after adjusting its pH to 10.0. The fermented whole broth (60 L) was filtered through cheese cloth to separate into supernatant and mycelia. The mycelia was extracted three times with acetone. The acetone solution was concentrated under reduced pressure to afford an aqueous solution. The aqueous solution was extracted three times with ethyl acetate to give an ethyl acetate solution which was concentrated under reduced pressure to give a crude extract (28 g).The crude extract was subjected to chromatography over silica gel column using a stepwise gradient elution of CHCl 3 -petroleum ether (0-100%) and then MeOH-CHCl 3 (0-50%), to yield five fractions (Fr.1-Fr.5).
The Fr.2 was further purified by another silica gel column using a step gradient elution of petroleum ether:acetone, followed by chromatographing on a Sephadex LH-20 eluting with CHCl 3 -MeOH (1:1) to afford three subfractions (Fr.2-6-1-Fr.2-6-3). The title compound (5.5 mg) was purified by extensive preparative HPLC using MeOH-H 2 O (9:1) from Fr. = k × U eq (O,C), where k = 1.5 for OH hydroxyl and CH 3 H-atoms, and k = 1.2 for all other H-atoms. The terminal methyl groups of the side chain undergo a certain amount of thermal motion. As mentioned above, the absolute configuration could not be determined crystallographically and the Friedel pairs were merged. The absolute configuration was assigned from the measured optical rotation and reference to the literature.
Figures Fig. 1 . The molecular structure of the title molecule, with the atom-numbering scheme. Displacement ellipsoids are drawn at the 30% probability level. Dashed lines indicate the O-H···O hydrogen bonds (see Table 1 for details). Table 1 for details; Hatoms not involved in hydrogen bonding have been omitted for clarity; Symmetry codes:
(22E,24R)-3β,5α,9α-Trihydroxyergosta-7,22-dien-6-one monohydrate 
